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Cerium(III) nitride chloride, Ce2NCl3, contains trans-edge
connected [NCe4]
9+ tetrahedra (222 symmetry) forming chains
parallel to the c axis that are separated by Cl anions. The
Ce3+ cations (..m symmetry) are each surrounded by two N3
and six Cl anions in a bicapped trigonal prismatic coordina-
tion geometry (CN = 8).
Related literature
For isotypic A-type M2NCl3 structures, see: Schurz & Schleid
(2009) for La; Uhrlandt & Meyer (1995) for Pr. For a
comparison of A-, B-, and C-type structures, see: Schurz &
Schleid (2009); Schurz (2011).
Experimental
Crystal data
Ce2NCl3
Mr = 400.60
Orthorhombic, Ibam
a = 13.6021 (9) A˚
b = 6.8903 (5) A˚
c = 6.1396 (4) A˚
V = 575.42 (7) A˚3
Z = 4
Mo K radiation
 = 16.86 mm1
T = 293 K
0.19  0.14  0.10 mm
Data collection
Nonius KappaCCD diffractometer
Absorption correction: numerical
(X-SHAPE; Stoe & Cie, 1999)
Tmin = 0.085, Tmax = 0.198
4016 measured reﬂections
385 independent reﬂections
329 reﬂections with I > 2(I)
Rint = 0.082
Reﬁnement
R[F 2 > 2(F 2)] = 0.035
wR(F 2) = 0.061
S = 1.12
385 reﬂections
20 parameters
max = 1.06 e A˚
3
min = 1.09 e A˚3
Table 1
Selected bond lengths (A˚).
Ce—Ni 2.3414 (4)
Ce—N 2.3414 (4)
Ce—Cl2ii 2.873 (3)
Ce—Cl2 2.969 (3)
Ce—Cl1 2.9876 (5)
Ce—Cl1iii 2.9876 (5)
Ce—Cl2iv 3.3896 (11)
Ce—Cl2v 3.3896 (11)
Symmetry codes: (i) x;y;z; (ii) xþ 12; y 12; z; (iii) x;yþ 1;z; (iv)x þ 12;yþ 12;zþ 12; (v) xþ 12;yþ 12; zþ 12.
Data collection: COLLECT (Nonius, 1998); cell reﬁnement:
SCALEPACK (Otwinowski & Minor, 1997); data reduction:
SCALEPACK and DENZO (Otwinowski & Minor, 1997);
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008);
program(s) used to reﬁne structure: SHELXL97 (Sheldrick, 2008);
molecular graphics: DIAMOND (Brandenburg, 2006); software used
to prepare material for publication: SHELXL97.
This work was supported by the State of Baden-Wu¨rttem-
berg (Stuttgart) and the Deutsche Forschungsgemeinschaft
(DFG; Frankfurt/Main). We thank Dr Falk Lissner for the
data collection.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: MG2121).
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